Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.003 Å; R factor = 0.041; wR factor = 0.115; data-to-parameter ratio = 12.3.
In the title compound, C 22 H 22 ClN 3 O 3 , the dihedral angles between the planes of the benzene rings and the pyrazole ring are 16.05 (10) and 84.84 (10) . The conformation of the sixmembered heterocyclic ring is close to a screw-boat. The crystal packing is stabilized by weak intermolecular C-HÁ Á ÁO interactions and is also consolidated by C-HÁ Á Á interactions.
Related literature
For the bioactivity of pyrazole derivatives, see: Farag et al. (2008) ; Pan et al. (2008) ; Szabó et al. (2008) ; Xie et al. (2008) . For a related structure, see: Zhang et al. (2008) .
Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.115 S = 1.03 3999 reflections 326 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.20 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx À 1; Ày þ 2; Àz; (ii) Àx À 2; Ày þ 1; Àz; (iii) x À 1; y; z. Cg1 and Cg2 are centroids of the C15-C20 and C1-C6 rings, respectively.
Data collection: SMART (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: XP in SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXL97.
This study was supported by the Science and Technology Developmental Project of Shandong Province (2008 GG10002034). 
Comment
Many pyrazole derivatives are known to exhibit a wide range of biological properties (Farag et al., 2008; Szabó et al., 2008) .
As part of our continuing project on the study of the interactions occurring between small molecules and proteins Xie et al., 2008; Zhang et al., 2008) , we report here the crystal structure of the title compound.
The molecular structure of the title compound is illustrated in Fig. 1 . In contrast to our previously reported structure of a related compound , the conformation of the six-membered heterocyclic ring (N2/N3/C9-C12) in the title compound is close to a screw-boat, with atoms C11 and N3 out of the plane of the remaining four atoms by 0.681 (2) and 0.214 (2) Å, respectively. In the crystal structure, the dihedral angles of the phenyl rings (C1-C6) and (C15-C20) with the pyrazol ring (N1/N2/C7-C9) are 16.05 (10) and 84.84 (10)°, respectively. The crystal packing is stabilized by intermolecular C-H···O interactions and is further consolidated by C-H···π interactions (Table 1) .
Experimental
A solution containing ethyl-3-(4-chlorophenyl)-1-(2-bromoethyl)-1H-pyrazole-5-carboxylate (146 mg, 0.4 mmol), 2-(3,4dimethoxyphenyl)ethanamine (724 mg, 4.0 mmol) and potassium iodide (13 mg, 0.08 mmol) in acetonitrile (10 ml) was refluxed under nitrogen for 3 h. Then the mixture was cooled, filtered, and the solvent was removed under reduced pressure.
The product was obtained in 57% yield by column chromatography on silica gel using ethyl acetate as eluent. Crystals suitable for X-ray diffraction were obtained by slow evaporation of a solution of the solid dissolved in ethyl acetate at room temperature for 5 days.
Refinement
The H atoms were located in difference Fourier maps, their positional and isotropic vibrational parameters were refined freely except for the methyl H-atoms which were included in the refinements at geometrically idealized positions in riding mode with C-H = 0.96 Å and U iso (H) = 1.5 U eq (C). 
